Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.077; data-to-parameter ratio = 17.2.
Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1 2 ; Ày þ 3 2 ; Àz; (ii) x À 1; y; z; (iii) x þ 1; y; z; (iv) x; y À 1; z.
Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 
Figure 1
Perspective view of the title compound with 18% probability ellipsoids Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.49950 (15) 0.92527 (9) 0.12185 (7) 0.0224 (3) (7) 0.0216 (7) 0.0286 (7) −0.0011 (6) 0.0030 (6) 0.0020 (6) O2 0.0319 (8) 0.0174 (7) 0.0339 (7) 0.0057 (6) 0.0032 (6) 0.0027 (6) O3 0.0141 (7) 0.0206 (7) 0.0341 (7) −0.0022 (6) −0.0049 (6) −0.0006 (6) O4 0.0173 (6) 0.0210 (6) 0.0172 (6) −0.0004 (5) −0.0026 (5) −0.0010 (5) O5 0.0169 (7) 0.0224 (7) 0.0397 (8) 0.0009 (6) −0.0023 (6) −0.0068 (6) C1 0.0127 (9) 0.0166 (9) 0.0206 (9) 0.0005 (8) 0.0010 (7) 0.0009 (8) (7) −0.0017 (7) 0.0010 (7) C9 0.0127 (9) 0.0153 (9) 0.0142 (8) 0.0006 (7) −0.0001 (7) 0.0006 (7) C10 0.0144 (9) 0.0153 (9) 0.0160 (8) 0.0003 (7) 0.0001 (7) −0.0008 (7) C11 0.0164 (9) 0.0145 (8) 0.0204 (8) −0.0021 (7) 0.0029 (8) 0.0013 (7) C12 0.0130 (9) 0.0153 (8) 0.0198 (8) −0.0005 (8) 0.0017 (7) −0.0010 (7) C13 0.0130 (9) 0.0145 (8) 0.0148 (8) 0.0007 (7) −0.0008 (7) 0.0000 (7) C14 0.0140 (9) 0.0154 (8) 0.0140 (8) −0.0008 (7) −0.0011 (7) 0.0003 (7) C15 0.0128 (9) 0.0164 (9) 0.0199 (8) −0.0006 (7) −0.0002 (7) 0.0011 (7) C16 0.0184 (10) 0.0160 (9) 0.0167 (8) −0.0019 (7) −0.0010 (7) 0.0032 (7) C17 0.0158 (9) 0.0156 (9) 0.0146 (8) 0.0006 (8) −0.0018 (7) 0.0014 (7) C18 0.0181 (10) 0.0188 (9) 0.0187 (8) 0.0008 (8) −0.0012 (7) 0.0010 (7) C19 0.0186 (10) 0.0194 (9) 0.0176 (9) 0.0012 (8) −0.0004 (7) −0.0017 (7) C20 0.0190 (10) 0.0150 (9) 0.0173 (8) C4-H4 0.9500 C16-C17 1.488 (2) C5-C6 1.507 (2) C16-H16 1.0000 C5-C10 1.540 (2) C17-C20 1.509 (2) C6-C7 1.530 (2) C18-H18A 0.9800 C6-H6A 0.9900 C18-H18B 0.9800 C6-H6B 0.9900 C18-H18C 0.9800 C7-C8 1.527 (2) C19-H19A 0.9800 C7-H7A 0.9900 C19-H19B 0.9800 C7-H7B 0.9900 C19-H19C 0.9800 C8-C14 1.526 (2) C20-C21 1.487 (2) C8-C9 1.550 (2) C21-H21A 0.9800 C8-H8 1.0000 C21-H21B 0.9800 C9-C11 1.548 (2) C21-H21C 0.9800
